. Convergence of the volume of the two simulation boxes containing one mABA and one mABA ± in water. Figure S2 . Convergence of the volume of the simulation boxes containing mixed mABA-mABA ± solutions.
Time Evolution of the Number of Pairs
(a) (b) Figure S3 . Time evolution of the number of pairs between meta-benzoic acid molecules in mixed mABA-mABA ± aqueous solutions computed during the last 40 ns of the MD simulations: (a) 0.16 mol L -1 ; (b) 0.31 mol L -1 . A* B* C* A B C A* 0.2 0.5 7.7 2.0 1.9 2.7 B* 9.4 2.4 0.7 5.7 5.7 C* 0.1 1.9 0.5 3.9 A 6.5 4.7 7.7 B 11.8 15.7 C 8.5 Table S5 . Matrix elements of the pairwise interaction matrix for the mixed 0.16 mol L -1 mABAmABA ± aqueous solutions. Values of expressed as percentage.
Pairwise Interaction Matrices of Meta-Aminobenzoic Acid Aqueous Solutions
A* B* C* A B C A* 0.2 0.9 9.3 4.1 3.3 3.6 B* 12.8 3.3 2.4 8.1 6.6 C* 0.3 3.7 1.9 3.0 A 5.0 3.7 6.4 B 6.6 9.1 C 5.6 Table S6 . Matrix elements of the pairwise interaction matrix for the mixed 0.31 mol L -1 mABAmABA ± aqueous solutions. Values of expressed as percentage.
A* B* C* A B C A* 0.3 0.7 9.3 4.6 3.5 3.9 B* 9.8 2.8 2.2 7.8 6.9 C* 0.3 3.7 1.7 3.8 A 5.9 4.0 6.3
Pharmaceutics 2018, 10 S11/S11 B 6.5 9.7 C 6.6 Figure S4 . Intermolecular distances between the amino (NH2 and NH3 + ), carboxylic (COOH and COO -), and benzine (C6H4) groups in the most thermodynamically stable (mABA)2, (mABA)(mABA ± ) and (mABA ± )2 dimers in water.
